Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.005 Å; R factor = 0.039; wR factor = 0.111; data-to-parameter ratio = 25.8.
The asymmetric unit of title compound, C 19 H 22 INO, contains two independent molecules. Classical intramolecular O-HÁ Á ÁN hydrogen bonds stabilize the molecular structures. The crystal structure is stabilized by weak intermolecular C-HÁ Á Á and -[centroid-centroid = 3.8622 (18) Å ] interactions. In both molecules, the aromatic rings are nearly perpendicular to each other [dihedral angles = 84.26 (17) and 86.69 (15) ].
Related literature
For the biological activity of Schiff base ligands, see: Santos et al. (2001) . For related strucutures, see: Raja et al. (2008) ; Lin et al. (2005) . = 76.408 (2) V = 1855.00 (12) Å 3 Z = 4 Mo K radiation = 1.73 mm À1 T = 295 K 0.26 Â 0.24 Â 0.20 mm
Data collection
Bruker Kappa APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.662, T max = 0.724 45699 measured reflections 10505 independent reflections 7252 reflections with I > 2(I) R int = 0.025 Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.111 S = 1.01 10505 reflections 407 parameters H-atom parameters constrained Á max = 0.91 e Å À3 Á min = À0.65 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg2 is the centroid of the C8-C13 ring. Data collection: APEX2 (Bruker, 2004); cell refinement: SAINT (Bruker, 2004); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: SHELXL97.
Figure 1
The molecular structure of title compound with the atom labels. Displacement ellipsoids are drawn at 30% probability level. H atoms are presented as a small spheres of arbitrary radius.
Figure 2
The intramolecular O-H···N hydrogen bonds and intermolecular C-H···π interaction (dashed lines) in crystal structure of title compound. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
2-[(2,6-Diisopropylphenyl)iminomethyl]-4-iodophenol
R int = 0.025 θ max = 29.8°, θ min = 0.8°h = −8→8 k = −17→17 l = −36→36 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.039 wR(F 2 ) = 0.111 S = 1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.4118 (5) 0.6977 (2) 0.00843 (10) 0.0464 (6) C21-C20-C26 121.5 (2) C2-C1-C7 119.6 (2) O2-C21-C22 118.5 (3) C6-C1-C7 121.0 (3) O2-C21-C20 121.8 (3) C3-C2-C1 120.0 (3) C22-C21-C20 119.7 (3) C3-C2-H2 120.0 C23-C22-C21 120.4 (3) C1-C2-H2 120.0 C23-C22-H22 119.8 C2-C3-C4 120.8 (3) C21-C22-H22 119.8 C2-C3-I1 119.9 (2) C22-C23-C24 120.6 (3) C4-C3-I1 119.3 (2) C22-C23-H23 119.7 C5-C4-C3 120.0 (3) C24-C23-H23 119.7 C5-C4-H4 120.0 C25-C24-C23 119.3 (3) C3-C4-H4 120.0 C25-C24-I2 119.8 (2) C4-C5-C6 120.8 (3) C23-C24-I2 120.9 (2) C4-C5-H5 119.6 C24-C25-C20 121.1 (3) C6-C5-H5 119.6 C24-C25-H25 119.4 O1-C6-C5 118.9 (3) C20-C25-H25 119.4 O1-C6-C1 122.1 (3) N2-C26-C20 122.2 (2) C5-C6-C1 119.0 (3) N2-C26-H26 118.9 N1-C7-C1 122.3 (2) C20-C26-H26 118.9 N1-C7-H7 118.9 C32-C27-C28 122.0 (2) C1-C7-H7 118.9 C32-C27-N2 118.2 (2) C13-C8- Hydrogen-bond geometry (Å, º) Cg2 is the centroid of the C8-C13 ring. 
